Key indicators: single-crystal X-ray study; T = 273 K; mean (C-C) = 0.002 Å; R factor = 0.037; wR factor = 0.108; data-to-parameter ratio = 13.8.
In the title molecule, C 16 H 14 ClN 3 O 2 , the dihedral angle between the chlorophenyl and pyrimidinone rings is 14.8 (1) , while the dihedral angle between the fused benzene ring and the pyrimidinone ring is 3.8 (1) . In the crystal structure, intramolecular N-HÁ Á ÁO hydrogen bonds, together with intermolecular O-HÁ Á ÁO hydrogen-bonding interactions, are present.
Related literature
For the biological activities and applications of 4(3H)-quinazolinone, see: Armarego (1963) ; Fisnerova et al. (1986) ; Gravier et al. (1992) . For details of our ongoing heterocyclic synthesis and drug discovery project, see: Yang et al. (2008) . Table 1 Hydrogen-bond geometry (Å , ). 
Experimental
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA N1-H1AÁ Á
Comment
One of the most frequently encountered heterocyclic molecules in medicinal chemistry is 4(3H)-quinazolinone, which has wide application as a result of antibacterial, antifungal, anticonvulsant, and anti-inflammatory activities (Armarego, 1963; Gravier et al., 1992; Fisnerova et al., 1986) . In our ongoing heterocyclic synthesis and drug discovery project (Yang et al., 2008) we have focused on the synthesis of quinazolinones and pyrazolo pyrimidinones. Herein, the title compound was synthesized and determined by single-crystal X-ray diffraction.
In the molecule (Fig. 1) , the dihedral angle between the chlorophenyl and pyrimidinone rings is 14.8 (1)°, and the dihedral angle between the fused benzene and pyrimidinone rings is 3.8 (1)°.
In the crystal structure, molecules are linked by intramolecular N1-H1A···O2 hydrogen-bonds together with O2-H2A···O1 i intermolecular hydrogen-bonding interactions (symmetry code: i, -1/2 -x,1/2 + y,3/2 -z) (Fig. 2 ).
Experimental
To a solution of 2-ethoxycarbonyliminophosphorane (1.27 g, 3 mmol) in 10 ml absolute anhydrous CH 2 Cl 2 , 4-chlorophenylisocyanate (0.46 g, 3 mmol) was added dropwise at room temperature. The reaction mixture was left unstirred for 6 h at 273-278 K, whereafter a solution of 2-hydroxyethylamine (0.18 g, 3 mmol) in 5 ml absolute anhydrous CH 2 Cl 2 was added.
The reaction mixture was then stirred overnight, the solution cooled and the reaction product recrystallized from CH 3 OH to give colorless crystals of the title compound suitable for X-ray analysis in 58% yield.
Refinement
H atoms bonded to C atoms were placed in calculated positions (C-H = 0.93-0.97 Å) and included in the riding model approximation. The positional parameters of H atoms bonded to N and O atoms were refined independently. For all H atoms Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.24608 (18 
0.0555 (9) 0.0443 (9) 0.0388 (8) −0.0021 (7) 0.0088 (7) 0.0014 (7) C2 0.0578 (10) 0.0417 (9) 0.0510 (9) −0.0077 (7) 0.0148 (7) 0.0012 (7) C3 0.0454 (8) 0.0386 (8) 0.0536 (9) −0.0025 (7) 0.0049 (7) −0.0039 (7) C4 0.0591 (10) 0.0470 (9) 0.0480 (9) −0.0069 (8) −0.0063 (7) 0.0057 (7) C5 0.0551 (10) 0.0435 (9) 0.0493 (9) −0.0087 (7) −0.0040 (7) 0.0097 (7) 0.0476 (9) 0.0403 (9) 0.0512 (9) −0.0021 (7) 0.0043 (7) −0.0092 (7) C9 0.0481 (9) 0.0372 (8) 0.0531 (9) −0.0018 (7) 0.0078 (7) −0.0045 (7) C10 0.0421 (8) 0.0391 (8) 0.0465 (8) 0.0006 (6) 0.0035 (6) 0.0020 (7) C11 0.0526 (9) 0.0539 (10) 0.0482 (9) −0.0061 (8) 0.0008 (7) 0.0042 (8) C12 0.0657 (11) 0.0616 (12) 0.0556 (10) −0.0088 (9) 0.0093 (9) 0.0124 (9) C13 0.0748 (13) 0.0568 (12) 0.0714 (12) −0.0225 (10) 0.0149 (10) 0.0049 (10) C14 0.0681 (11) 0.0491 (10) 0.0654 (11) −0.0179 (9) 0.0099 (9) −0.0083 (9) C15 0.0560 (10) 0.0468 (9) 0.0403 (8) 0.0042 (7) 0.0065 (7) −0.0050 (7) C16 0.0626 (11) 0.0598 (11) 0.0466 (9) 0.0048 (9) −0.0035 (8) −0.0017 (8) Cl1 0.0759 (4) 0.0539 (3) 0.0731 (3) −0.0218 (2) −0.0037 (3) −0.0055 (2) N1 0.0489 (7) 0.0433 (8) 0.0408 (7) −0.0053 (6) −0.0027 (6) 0.0043 (6) N2 0.0466 (7) 0.0386 (7) 0.0411 (7) 0.0003 (5) 0.0039 (5) −0.0046 (5) N3 0.0445 (7) 0.0434 (7) 0.0421 (7) −0.0048 (5) 0.0018 (5) 0.0005 (6) O1 0.0715 (8) 0.0628 (8) 0.0562 (7) −0.0195 (6) 0.0029 (6) −0.0179 (6) O2 0.0660 (8) 0.0522 (8) 0.0596 (7) 0.0103 (6) −0.0079 (6) 0.0050 (6) Geometric parameters (Å, °) (17) O2-H2A···O1 i 0.86 (2) 1.86 (2) 2.7180 (18) 174 (2) Symmetry codes: (i) −x−1/2, y+1/2, −z+3/2. supplementary materials sup-7 
